Wegen der vielen Zerfallsmöglichkeiten der beiden tert.-Butyl-Gruppen besitzt das Massenspektrum von 5-Oxo-2.2.8.8-tetramethyl-nonadien-(3.6) (1 h) besonders viele Fragment-Ionen. Der [M-CO] Peak (m/e 162) beträgt nur noch einen geringen Teil des Ionenstroms. Die wichtigsten Fragmentierungen sind im folgenden Schema zusammengefaßt.
The essential difference between these two methods is in choosing the key parameter of the theory: oneelectron core resonance integral ßy . In P o p I e's 
Results and Discussions
Calculated heats of atomization and indices of aromatic stabilization for studied molecules are listed in Table 5 First order rate constants of the reaction of a series of SH-, imidazole-and imidazole/SH-compounds with FDNB as well as their pH-and temperature dependence were determined. Some of the tested imidazole/SH-compounds exhibit a higher nucleophilic reactivity as is expected on the basis of their pKsH-values. This enhanced reactivity is caused by an activation of the SH-groups by a neighbouring imidazole residue. The pH-independent rate constants were calculated using the L i n d 1 e y equation.
The kinetics of DNP-transfer from DNP-imidazole to SH-compounds were investigated. The pHdependence of the reaction displays a maximum curve. Donor in this reaction is the DNP-imidazolecation and acceptor the thiolate anion.
The reaction rate of FDNB with imidazole derivatives is two to three orders of magnitude slower than with SH-compounds.
No inter-or intra-molecular transfer of the DNP-residue from sulfure to imidazole takes place. 
